Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.041; wR factor = 0.113; data-to-parameter ratio = 13.4.
In the title compound, C 28 H 27 NO 2 , the oxazinone ring adopts a twist-boat conformation and the cyclohexene ring has a twisted envelope conformation. The crystal structure is stabilized by weak non-classical intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
For the synthesis of 1H-benzo[d] [1, 2] oxazin-4-ones by intramolecular Diels-Alder (IMDA) cycloaddition, see: Ishikawa et al. (2001) . For microwave-assisted IMDA cycloaddition, see: Dai & Shi (2007) . For cycloaddition of ester-tethered 1,3,8nonatrienes, see: Wu et al. (2006) , of sorbate-related 1,3,8nonatrienes, see: Wu et al. (2007) and of hydroxamate-tethered 1,3,9-decatrienes, see: Wang et al. (2009) .
Experimental
Crystal data C 28 H 27 NO 2 M r = 409.51 Triclinic, P1 a = 7.9721 (5) Å b = 11.0649 (7) Å c = 13.578 (1) Å = 78.168 (2) = 73.178 (2) = 82.819 (1) V = 1119.35 (13) Å 3 Z = 2 Mo K radiation = 0.08 mm À1 T = 296 K 0.41 Â 0.22 Â 0.20 mm
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (ABSCOR; Higashi, 1995) T min = 0.970, T max = 0.985 8442 measured reflections 3780 independent reflections 2761 reflections with I > 2(I) R int = 0.021 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.113 S = 1.00 3780 reflections 282 parameters H-atom parameters constrained Á max = 0.14 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: PROCESS-AUTO (Rigaku, 2006) ; cell refinement: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku/ MSC, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
(1S*,4aR*,5S*,6S*,8aR*)-3-Benzyl-1-methyl-5,6-diphenyl-3,4,4a,5,6,8a-hexahydro-1H-2,3-benzoxazin-4-one Y. Wang and J.-L. Wu
Comment
The title compound is a derivative of 1H-benzo[d] [1, 2] oxazin-4-ones which have been prepared by intramolecular Diels-Alder (IMDA) cycloaddition of the hydroxamate-tethered 1,3,9-decatrienes (Ishikawa et al., 2001) . In our previous work on microwave-assisted IMDA cycloadditions , we have investigated the ester-tethered 1,3,8-nonatrienes (Wu et al., 2006) , the sorbate-related 1,3,8-nonatrienes (Wu et al., 2007) , and the hydroxamate-tethered 1,3,9-decatrienes (Wang et al., 2009) . When racemic (3E,5E)-6-phenylhexa-3,5-dien-2-yl N-benzyl-cinnamoylhydroxamate was heated under microwave irradiation the title compound, together with another two major stereomers, was formed. Here we report the crystal structure of title compound (Fig. 1 ).
In the crystal structure of the title compound, there are one oxazinone ring and one cyclohexene ring. The oxazinone ring C1-C2/C7-C8/O2-N1 adopts a twist-boat conformation, whereas the cyclohexene ring C2-C7 has a twisted envelope conformation. Bond length of C3-C4 is larger than normal C-C single bond because of the hindrance between two phenyl rings at C3 and C4. The crystal packing (Fig. 2) is stabilized by weak non-classical intermolecular C-H···O hydrogen bonds; the first between an H atom of the cyclohexene ring and the oxygen of the CO unit, with a C6-H6···O1 i , the second between an H atom of the ringjunction carbon and the oxygen of the CO unit, with a C7-H7···O1 ii , respectively (Table 1) .
Experimental
To a 10 ml pressurized process vial was added racemic (3E,5E)-6-phenylhexa-3,5-dien-2-yl N-benzyl-cinnamoylhydroxamate (93.0 mg, 0.23 mmol) and MeCN (5 ml). The loaded vial was then sealed with a cap containing a silicon septum, and put into the microwave cavity and heated at 453 K for 30 min (the holding time) with the temperature measured by an IR sensor. After cooling to room temperature, the reaction mixture was concentrated under reduced pressure and the residue was then purified by colum chromatography (silica gel, 5% EtOAc in petroleum ether) to give the title compound in 10% yield (9.0 mg) as a white solid, and another two stereomers (in 29% and 49% yield, respectively). For the title compound, m.p. 464-466 K (EtOAc-hexane). Single crystals suitable for X-ray diffraction of the title compound were grown in the mixed solvent of ethyl acetate and hexane.
Refinement
The H atoms were placed in calculated positions with C-H = 0.93-0.98 Å, and included in the refinement in riding model, with U iso (H) = 1.2U eq (carrier atom). Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at 40% probability level. H atoms are presented as a small spheres of arbitrary radius. 
Figures
(1S*,4aR*,5S*,6S*,8aR*)-3-Benzyl-1-methyl-5,6-diphenyl-3,4,4a,5,6,8a-hexahydro-1H-2,3-benzoxazin-4-one Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
0.0413 (7) 0.0654 (9) 0.0550 (9) −0.0001 (7) −0.0218 (7) −0.0085 (7) O2 0.0507 (8) 0.0596 (9) 0.0558 (9) −0.0015 (7) −0.0195 (7) 0.0036 (7) supplementary materials sup-5 N1 0.0412 (9) 0.0519 (10) 0.0642 (11 supplementary materials sup-9 
